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Figure S14. HSQC and HMBC spectra of compound 2 in CDCl3. 
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Figure S16. NOE difference spectra of compound 2 in CDCl3.
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Figure S17. 1 H (300.13 MHz) and 13 C NMR (75.48 MHz) spectra of compound 35 in CDCl3. 
S-22
2. X-Ray diffraction data of compound 24 Table S1 . X-Ray structure data collection and refinement parameters for compound 24. The main features of the crystal structure of 24 are that the nitro, carboxylic acid and 3-methoxy moieties were found to be non-coplanar with the aromatic ring. In case of the former, O3-N1-C2-C1 formed a dihedral angle of +68.8°, whereas the O2-C7-C1-C2 dihedral angle, involving the carboxylic acid measured +36.2°. Finally, the 3-methoxy group showed a C8-O5-C3-C4 dihedral angle of +70.8°. The crystal packing of 38 was also determined ( Figures S22 and S23 ).
The observed lack of coplanarity may be a consequence of the presence of two ortho substituents in each case; this would result in increased steric hindrance around the bulky groups, which in turn would find relief at the expense of losing coplanarity, and hence conjugation, with the aromatic ring. In the case of the 3-methoxy moiety, this effect caused the deshielding of the 13 C NMR resonance of the methyl carbon atom (δC 63.2 ppm) when compared with its mono-ortho-substituted neighbor 4-OMe (δC 57.9 ppm).
S-24 S-26 Symmetry codes: i: 2-x; 1-y; 1-z; ii: x, 1+y, z.
